Introduction
Pyrazolone ring systems represent an important class of compounds [1] not only for their theoretical interest but also for their number of application in diverse area [2] [3] [4] [5] [6] . 1-Phenyl pyrazolone derivatives have interesting pharmacological properties as analgesic [7] antipyretic [8] and antiinflamatory agents [9] . The classes of chelating extractants which have received the most attention in recent years have the basic structure of pyrazole. Due to the above reasons we have take interest to synthesize this class of ligands [10] , and take interest of their spectroscopic as well as theoretical study. The electronic structure of the Schiff base ligand (III) was optimized using 6-311G basis set at HF level ab-initio studies. The attempt was made to predict the coordinating atoms of the ligand. The electron correlation at MP2 level was also performed.
Experiment Section
5-hydroxy-3-methyl-1-p-tolyl-1H-pyrazole-4-carbaldehyde(II) was prepared by condensation of 5-methyl-2-p-tolyl-2H-pyrazol-3-ol (I) with DMF and POCl 3 [11] . 5-methyl-2-p-tolyl-2H-pyrazol-3-ol (I) (9.4 g, 0.05 mol) in DMF (10 cm 3 , 0.05 mol) was cooled to 0 to 10°C in an ice bath. To this phosphoryl chloride (5.5 cm 3 , 0.06 mol) was added dropwise at a rate to maintain the temperature between 10 and 20°C. After the addition was complete, the reaction mixture was heated on a steam bath for 2.5 hours then poured into 1L of ice water. The resulting mixture was allowed to stand overnight and product was collected by filtration, washed with water, and dried. 
